C 8 H 8 Cl 2 O 6 , monoclinic, P21/c (no. 14), a = 10.6836(9) Å, b = 7.2382(6) Å, c = 6.8585(5) Å, β = 92.850(3)°, V = 529.71(7) Å 3 , Z = 2, Rgt(F) = 0.0315, wR ref (F 2 ) = 0.0811, T = 150(2) K.
Experimental details
The structure was solved by direct methods with the SHELXS program [2] . All H-atoms from C atoms and N atoms were positioned with idealized geometry and refined isotropically (U iso (H) = 1.2Ueq(C) or 1.2Ueq(N) for all H atoms) using a riding model with C-H = 0.950 Å. The carboxyl and water H-atom positions were fixed as found (O-H = 0.840-0.873 Å, with U iso (H) = 1.5Ueq(O), respectively).
Comment
Known as one of the derivative of terephthalic acid, 2,5-dichloroterephthalic acid is usually used as rigid organic linkers to build metal-organic frameworks [5] [6] [7] [8] [9] . However, the investigation of crystalization of 2,5-dichloroterephthalic acid has not been studied. To the best of our knowledge, only one example of 2,5-dichloroterephthalic acid has been characterized structurally cocrystalized with piperazine-2,5dioneone [10] . Therefore, we reported the crystal structure of 2,5-dichloroterephthalic acid dihydrate.
As described in the figure the asymmetric unit contains one half of an acid molecule and one water. Thus water molecules are introduced to stabilize the organic molecules through two kind of hydrogen bonds: H-O-H· · · O(carboxyl) and COO-H· · · O (water molecule), by which a threedimensional supramolecular structure is generated. All the atoms of the organic acid except the four O atoms come from the two carboxyl groups are nearly coplanar. All bond lengths and angles of 2,5-dichloroterephthalic acid dihydrate are comparable to its analogues [10] and the structurally related dibromo compound [11] .
